Key indicators: single-crystal X-ray study; T = 296 K; mean (C-C) = 0.002 Å; R factor = 0.039; wR factor = 0.109; data-to-parameter ratio = 13.2.
Experimental
Crystal data Mo K radiation = 0.08 mm À1 T = 296 K 0.32 Â 0.24 Â 0.22 mm
Data collection
Bruker Kappa APEXII CCD diffractometer Absorption correction: multi-scan (SADABS; Bruker, 2005) T min = 0.975, T max = 0.980 14673 measured reflections 3593 independent reflections 2791 reflections with I > 2(I) R int = 0.039 Refinement R[F 2 > 2(F 2 )] = 0.039 wR(F 2 ) = 0.109 S = 1.06 3593 reflections 273 parameters H-atom parameters constrained Á max = 0.15 e Å À3 Á min = À0.23 e Å À3 Table 1 Hydrogen-bond geometry (Å , ). Data collection: APEX2 (Bruker, 2009 ); cell refinement: SAINT (Bruker, 2009 ); data reduction: SAINT; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008) ; program(s) used to refine structure: SHELXL97 (Sheldrick, 2008) ; molecular graphics: ORTEP-3 for Windows (Farrugia, 1997) and PLATON (Spek, 2009) ; software used to prepare material for publication: WinGX (Farrugia, 1999) and PLATON. 4-[(Anthracen-9-ylmethylidene)amino]-1,5-dimethyl-2-phenyl-1H-pyrazol-3(2H)-one A. M. Asiri, S. A. Khan and M. N. Tahir
Comment
Pyrazol-3-one rings are key substructures in a large variety of compounds of therapeutic importance (Zhang et al., 2005) .
Compounds containing this ring system are known to display diverse pharmacological activities such as analgesic (Takagi et al., 1987) , antidepressant (Yao et al., 2007) , antibacterial (Rai et al., 2009) , plant growth regulatory (Crane et al., 1985) and anti-inflammatory (Desai et al., 2010) . Pyrazol-3-one containing Schiff base derivatives dramatically increase the biological activity of the original pyrazol-3-one (Asiri & Khan, 2010) . The title compound (I, Fig. 1 ) has been prepared as a pharmaceutical intermediate. The crystal structures of 1,5-dimethy-4-((2-nitrobenzylidene)amino)-2-phenyl-1H-pyrazol-3(4H)-one which is related to (I) has been published (Li & Zhang, 2006) . Table   1 ) motifs (Bernstein et al., 1995) . Intermolecular H-bonding of the type C-H···O sees methyl-H bridging the O atoms to connect molecules into a surpramolecular chain along the a axis (Table 1) .
Experimental
A mixture of anthracene-9-carbaldehyde (0.50 g, 2.40 mmol) and 4-aminoantipyrine (0.49 g, 2.40 mmol) in ethanol (15 ml) was heated for 3 h. The progress of the reaction was monitored by TLC. The solid that separated from the cooled mixture was collected and recrystallized from a methanol-chloroform mixture (8:2) to give the yellow prisms of the title compound (I). 
Refinement
The H-atoms were positioned geometrically (C-H = 0.93-0.96 Å) and refined as riding with U iso (H) = xU eq (C), where x = 1.5 for methyl and x = 1.2 for aryl H-atoms. as those based on F, and R-factors based on ALL data will be even larger.
4-[(Anthracen
-9-ylmethylidene)amino]-1,5-dimethyl-2-phenyl-1H-pyrazol-3(2H)-one
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 )
x y z U iso */U eq O1 0.30051 (14) 0.39403 (7) 0.06517 (7) 0.0520 (4) (7) 0.0007 (5) 0.0042 (5) −0.0123 (6) N1 0.0352 (7) 0.0483 (8) 0.0397 (7) −0.0023 (6) 0.0060 (5) −0.0023 (6) N2 0.0254 (6) 0.0435 (7) 0.0390 (7) −0.0014 (5) 0.0037 (5) −0.0011 (5) N3 0.0274 (7) 0.0475 (8) 0.0399 (7) −0.0002 (5) 0.0020 ( 0.0322 (9) 0.0613 (11) 0.0454 (9) −0.0030 (7) −0.0004 (7) 0.0024 (8) C5 0.0355 (9) 0.0536 (10) 0.0442 (9) −0.0064 (7) 0.0099 (7) 0.0016 (7) C6 0.0308 (8) 0.0383 (8) 0.0368 (8) −0.0049 (6) 0.0042 (6) 0.0000 (6) C7 0.0417 (9) 0.0468 (9) 0.0483 (9) 0.0043 (7) −0.0025 (7) −0.0027 (7) C8 0.0597 (12) 0.0573 (11) 0.0612 (11) 0.0043 (9) −0.0037 (9) −0.0193 (9) C9 0.0607 (12) 0.0750 (14) 0.0493 (11) −0.0072 (10) −0.0068 (9) −0.0173 (9) C10 0.0524 (11) 0.0669 (12) 0.0500 (10) 0.0003 (9) −0.0115 (8) 0.0050 (9) C11 0.0429 (9) 0.0444 (9) 0.0488 (10) 0.0022 (7) −0.0009 (7) 0.0019 (7) C12 0.0365 (9) 0.0544 (10) 0.0413 (9) 0.0018 (7) 0.0014 (7) −0.0063 (7) C13 0.0305 (8) 0.0477 (9) 0.0410 (8) −0.0048 (7) 0.0049 (6) −0.0077 (7) C14 0.0310 (8) 0.0445 (9) 0.0420 (8) −0.0087 (7) 0.0043 (6) −0.0078 (7) C15 0.0422 (10) 0.0484 (10) 0.0481 (9) −0.0030 (7) 0.0056 (7) −0.0069 (7) C16 0.0457 (10) 0.0494 (10) 0.0623 (11) −0.0039 (8) 0.0010 (8) 0.0002 (8) C17 0.0486 (11) 0.0597 (12) 0.0555 (11) −0.0140 (9) −0.0029 (8) 0.0105 (9) C18 0.0471 (10) 0.0657 (12) 0.0410 (9) −0.0189 (9) 0.0064 (7) −0.0024 (8) C19 0.0352 (9) 0.0499 (10) 0.0436 (9) −0.0138 (7) 0.0063 (7) −0.0070 (7) supplementary materials sup-5 C20 0.0398 (9) 0.0580 (10) (9) 0.0489 (9) −0.0042 (7) 0.0041 (7) −0.0081 (7) Geometric parameters (Å, °) 
